LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031568.D

Aca On : 14 Dec 2017 21:03 Instrument :
Operator : SJ/JU BNA_G

Sample - 16884-05 ClientSampleld :
Misc - MW-4-20171211
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG121117.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.776 246 253 267 rVB 147449 268211 3.88% 0.975%
5.176 315 321 330 rBV 53328 91260 1.32% 0.332%
rBv 506770 901750 13.05% 3.279%
7.268 670 677 688 rBvV 292251 554722 8.03% 2.017%
7.632 731 739 758 rBV 1033458 1879015 27.19% 6.834%
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8.096 810 818 829 rVB 255211 440013 6.37% 1.600%
8.419 865 873 888 rBvV 988298 1826123 26.43% 6.641%
9.265 1009 1017 1036 rBV 717916 1419659 20.54% 5.163%
10.916 1290 1298 1320 rBV 291602 634298 9.18% 2.307%
13.349 1704 1712 1723 rBV 2358077 3874827 56.07% 14.092%
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11 14.724 1940 1946 1962 rBV2 545535 965895 13.98% 3.513%
12 16.210 2192 2199 2224 rBV 1948153 3177341 45.98% 11.555%
13 17.467 2406 2413 2429 rBV 813466 1348315 19.51% 4.904%
14 20.064 2848 2855 2866 rBV 4856275 6910203 100.00% 25.131%
15 21.739 3131 3140 3154 rBV2 975331 1749489 25.32% 6.362%

16 25.017 3687 3698 3717 rBV2 489251 1455856 21.07% 5.295%

Sum of corrected areas: 27496977
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031568.D

Aca On : 14 Dec 2017 21:03

Operator : SJ/JU

Sample - 16884-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031568.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031568.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031568.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031568.D

Aca On : 14 Dec 2017 21:03

Operator : SJ/JU

Sample - 16884-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.18 4_.15 ng 91260 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 .alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 322 (5.182 min): BG031568.D (-315) (-) m/z 43.00 100.00%
43.0
59.0 ﬂk
5000
101.0 RS AR RN AR RN
| 83.0 | 480 5.00 520 5.40 5.60
o} Y NN M TS S, m/z 59.00 54.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B GRRRE RN LU LR L
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 22.65%
0 27\9 Ll . ‘ 71.0 83'0 1‘0%.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 13.47%
59.0 101.0
0 150 31.0 72.0 87.0 129.0 145.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.05%
5000
101.0
150 310 [ 580 700 860
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 12'0 150 14'10 1&'30 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031568.D

Aca On : 14 Dec 2017 21:03

Operator : SJ/JU

Sample - 16884-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.63 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.63 85.41 ng 1879020 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 739 (7.632 min): BG031568.D (-731) (-) m/z 132.00 100.00%
132.0
5000 661 A
40.1 540 || 8.0 ﬁo 6.0 116.9 720 7.0 7.60 7.80 8.00
Obr et Mo el £80 L 10001169 UL Tm/z 68.10 37.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I I UL L
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 34 .28%
0'P'”J“J“'h'M'”P'JI“?WQ”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.0
5000 67.0 m/z 66.00 24.72%
41.0 97.0
53.0
70.0 117.0
107.0
R RN RN RN N MRS RAARA RRASS AN LRSS LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 16.14%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
o) |||‘| — ||||‘|‘||| |l|| PPN TR E— I\I\II |||l . M
m/z--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031568.D

Acq On : 14 Dec 2017 21:03

Operator : SJ/JU

Sample - 16884-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 4.2 ng 91260 1 8.10 440013 20.0
unknown7 .63 7.63 85.4 ng 1879020 1 8.10 440013 20.0
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